The asymmetric unit of the title crystal structure is shown in the figure. Tables 1 and 2 contain details of the measurement method and a list of the atoms including atomic coordinates and displacement parameters.
The reaction mixture was cooled to room temperature and filtered. The filtrate was concentrated under reduced pressure and the residue was purified by column chromatography using ethyl acetate/petroleum ether (v/v = 1:4) as eluant to afford the target compound. Colourless crystals of the title compound, were obtained by recrystallizing the deposit from a mixture of methylene chloride and ethyl acetate at room temperature.
Experimental details
Cell refinement and data reduction were carried out by Bruker SAINT [2] . The structure was solved with SHELXT [1] and refined with SHELXL [1] . All H atoms were placed in geometrically idealized positions and refined using a riding model, with C-H = 0.97 (methylene), 0.93 Å (arene), and with U iso (H) = 1.2Ueq(C) for H atoms on methylene and arene.
Comment
As an important intermediate, the title compound was extensively applied in synthesis of pyrazolines active ingredient. Preliminary biological evaluation showed that these compounds could suppress A549 lung cancer cell growth through cell cycle arrest and autophagy [3] . A series of novel oxime-containing pyrazole derivatives and discovery of regulators for apoptosis and autophagy in A549 lung cancer cells.
A dose-and time-dependent inhibition of proliferation was observed in A549 lung cancer cell after compound treatment. Inhibition of growth was mainly attributed to the autophagy induction [4] . A series of fluorescent compounds, containing pyrazolo[1,5-a]pyrazin-4(5H)-one moiety, were designed and synthesized from it [5] . The asymmetric unit of the title structure contains one molecule (cf. the figure) . The dihedral angle between the planes of ring (C1-C6) and ring (C10-C11-C15-N1-N2), ring (C1-C6) and ring (C16-C21) are 77.0°and 86.1°, respectively. The packing structure shows a potential non-classical hydrogen bond between C2-H2···O4 i with D···A distance of 3.486(3) Å (symmetry code i: 1−x, 2−y, 1−z), which expanded the structure along b axis. A dimer was formed through C20-H20···O4 ii with D···A distance of 3.542(2) Å (symmetry code ii:
−x + 1, −y + 1, −z + 1).
